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SI2
. B3LYP/6-311G(d,p) total energies, E, enthalpies, H, entropies, S, and free energies, G, a,b associated with the cyclizations of quinones 1 and 1-B..
SI3
Figure S1
. Attractor positions and atom numbering of some selected points of the IRC of the one-step mechanism associated with the thermal cyclization of quinone 1.
SI4
Figure S2. Attractor positions and atom numbering of some selected points of the IRC of the one-step mechanism associated with the LA catalyzed cyclization of quinone 1B.
SI5
B3LYP/6-311G(d,p) computed total energies, unique imaginary frequency, and cartesian coordinates of the stationary points involved in the cyclizations of quinones 1 and 1-B. S12 Table S1 . B3LYP/6-311G(d,p) total energies, E, enthalpies, H, entropies, S, and free energies, G, a,b associated with the cyclizations of quinones 1 and 1-B. a) in toluene, computed at 180 ºC. b) in dichloromethane, computed at -78 ºC.
S13
S14
S15
B3LYP/6-311G(d,p) computed total energies, unique imaginary frequency, and cartesian coordinates of the stationary points involved in the cyclizations of quinones 1 and 1-B.
E-1 E(RB3LYP) = -1042.995174 a.u.
C -3.06621900 -0.34766700 -0.17370100 C -1.70126000 -0.95072600 -0.17683200 C -0.62066300 -0.19608100 0.11890800 C -0.77909400 1.29277200 0.26755600 C -2.12039900 1.90742900 0.23996200 C -3.20280800 1.13712500 -0.02861700 C 0.78794300 -0.74010600 0.22671900 C 0.88920000 -2.17392600 -0.33456500 C -0.32613700 -3.04963800 -0.00346000 C -1.63884400 -2.42851600 -0.50085300 C -1.85627900 -2.65809000 -2.01326300 C 1.38082600 -0.54941400 1.66592100 C 0. 
